LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100520\
Data File : VX018781.D

Aca On : 05 Oct 2020 22:09

Operator : JC/SP

Sample = L4240-02 40X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 23 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\VOASRV\HPCHEM1\MSVOA X\METHOD\SOMXTR100220WMA .M
Title - TRACE VOA SOMO1.0

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total

1.386 45 49 58 rvB 63880 63114 11.36% 1.020%
1.697 96 100 106 rVB 51833 62168 11.19% 1.004%
206 213 rBV 119368 183863 33.09% 2.971%
2.867 275 292 302 rBV 67498 175401 31.57% 2.834%
2.995 307 313 322 rVB2 5118 12490 2.25% 0.202%
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3.148 329 338 347 rBV 113590 262074 47.17% 4._.234%
3.501 384 396 409 rBvV 175799 400148 72.03% 6.465%
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460 465 rBvV8 3515 7950 1.43% 0.128%

4.123 490 498 503 rBv4 5509 17235 3.10% 0.278%

1 4.282 515 524 529 rBV5 5432 13497 2.43% 0.218%
11 4.373 529 539 552 rvB 140858 406848 73.23% 6.573%
12 4_556 557 569 570 rBV 44863 91787 16.52% 1.483%
13 5.141 652 665 676 rBv2 75973 236254 42.52% 3.817%
14 5.458 712 717 721 rBVS8 2555 5906 1.06% 0.095%
15 5.550 722 732 741 rVB2 14148 43575 7.84% 0.704%

16 6.044 801 813 826 rBv2 181033 535187 96.33% 8.647%
17 6.830 932 942 953 rBV 128045 318492 57.33% 5.146%
18 7.367 1019 1030 1047 rBvV 114470 258250 46.48% 4.173%
19 8.373 1188 1195 1204 rBV 71319 120398 21.67% 1.945%
20 8.696 1241 1248 1254 rBV 278023 428330 77.10% 6.920%

21 8.763 1254 1259 1270 rVB 84616 136527 24.57% 2.206%

22 8.994 1290 1297 1307 rBV2 51573 78975 14.22% 1.276%
23 9.427 1362 1368 1380 rBV 374500 555567 100.00% 8.976%
24 9.738 1414 1419 1426 rVB2 16278 23851 4._.29% 0.385%
25 10.098 1471 1478 1490 rBV 275016 379011 68.22% 6.124%
26 10.238 1493 1501 1505 rBV2 9140 13922 2.51% 0.225%
27 10.342 1511 1518 1526 rBB 27549 39880 7.18% 0.644%
28 10.683 1569 1574 1578 rBV2 12303 16612 2.99% 0.268%
29 11.006 1621 1627 1633 rBV5 3667 6201 1.12% 0.100%
30 11.232 1658 1664 1670 rBV 125571 160760 28.94% 2.597%
31 11.342 1675 1682 1686 rBV 11527 14601 2.63% 0.236%
32 11.421 1689 1695 1702 rVV 37017 68314 12.30% 1.104%
33 11.488 1702 1706 1711 rVB 20060 24838 4_47% 0.401%
34 11.610 1721 1726 1729 rBV2 15676 21682 3.90% 0.350%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100520\
Data File : VX018781.D

Aca On : 05 Oct 2020 22:09

Operator : JC/SP

Sample = L4240-02 40X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 23 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\VOASRV\HPCHEM1\MSVOA X\METHOD\SOMXTR100220WMA .M
Title - TRACE VOA SOMO1.0

35 11.652 1729 1733 1740 rVB2 18550 26781 4.82% 0.433%
36 11.793 1751 1756 1763 rVB 57599 73434 13.22% 1.186%
37 12.061 1795 1800 1807 rVV 286836 372946 67.13% 6.026%
38 12.128 1807 1811 1818 rVB 17258 22868 4.12% 0.369%
39 12.280 1831 1836 1840 rBV2 7462 11351 2.04% 0.183%
40 12.360 1844 1849 1858 rVB 323425 408950 73.61% 6.607%
41 12.652 1892 1897 1902 rBV5 3937 6193 1.11% 0.100%
42 13.006 1951 1955 1958 rVB3 4097 5781 1.04% 0.093%
43 13.329 2003 2008 2012 rBV6 3922 5768 1.04% 0.093%
44 13.628 2051 2057 2065 rvB2 40903 51817 9.33% 0.837%
45 14.000 2113 2118 2125 rVB3 14159 19698 3.55% 0.318%

Sum of corrected areas: 6189295
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100520\
Data File : VX018781.D

Aca On : 05 Oct 2020 22:09

Operator : JC/SP

Sample = L4240-02 40X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .M
TRACE VOA SOM01.0

TIC Library C:\DATABASENNIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: VX018781.D
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TIC: VX018781.D
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100520\

VX018781.D

05 Oct 2020 22:09

JC/SP

L4240-02 40X

25.0mL/MSVOA X/WATER

23 Sample Multiplier: 1

TRACE VOA SOM01.0

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .M

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number

1 (DEL) Alkane: Straight-Chai...

Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
3.15 4_.11 ug/L 262074 1,4-Difluorobenzene 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 3-methvl- 86 C6H14 000096-14-0 91
2 Pentane. 3-methvl- 86 C6H14 000096-14-0 90
3 Pentane. 3-methvl- 86 C6H14 000096-14-0 90
4 Hexane. 2.2.3-trimethvl- 128 C9H20 016747-25-4 72
5 Pentane, 2,2,3-trimethyl- 114 C8H18 000564-02-3 72
Abundance Scan 338 (3.148 min): VX018781.D (-329) (-) m/z 57.10 100.00%
57
41
5000
71 g 207 2.80 3.00 3.20 3.40
(o R o o NI e s R m/z 56.10 86.19%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #1826: Pentane, 3-methyl-
57
29 41
5000
2.80 3.00 3.20 3.40
m/z 40.95 65.21%
15 “ 71 g
0 '%“'“l“h'i“'ﬂﬁ"uw"'w""w"'l“" SEEDI VBRSNS R
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance
57
a1 2.80 3.00 3.20 3.40
5000 29 m/z 43.10 23.10%
15 71 g6
L e S SIS S S WL I LS WL I B
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #1827: Pentane, 3-methyl-
57 2.80 3.00 3.20 3.40
m/z 38.95 19.34%
29 41
5000
0 2 1\5 \‘\ ‘\‘ il 7\1 86
mz-> 6 20 40 60 8 160 130 140 1% 18 250 280 3.00 320 3.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100520\
Data File : VX018781.D

Aca On : 05 Oct 2020 22:09

Operator : JC/SP

Sample = L4240-02 40X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .M
TRACE VOA SOM01.0

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 (DEL) Alkane: Straight-Chai... Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.

3.50 6.28 ug/L 400148 1,4-Difluorobenzene 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexane 86 C6H14 000110-54-3 94
2 n-Hexane 86 C6H14 000110-54-3 72
3 n-Hexane 86 C6H14 000110-54-3 64
4 Furan. tetrahvdro-3-methvl- 86 C5H100 013423-15-9 53
5 Butanal, 2-methyl- 86 C5H100 000096-17-3 43

Abundance Scan 396 (3.501 min): VX018781.D (-384) (-) m/z 57.00 100.00%
41 el
5000 /\
T 350 30 360 380
71 . . : )
0 .,....,....~;..-.'|-,..'..,.|...1?°....,....1,4.2...,..17.1., m/z 41.00 78.79%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #1821: n-Hexane
57
41
5000
3.20 3.40 3.60 3.80
29 86 m/z 43.00 60.06%
0 15 H “ R
L LA SR SRS SN SURLRLELA UL SULLELA SO UL
m/z--> 0 20 40 60 80 100 120 140 160
Abundance
57
43
29 3.20 3.40 3.60 3.80
5000 m/z 56.10 56.16%
86
) 15 71
S L S B L L UL UL S S
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #1820: n-Hexane
43 97 3.20 3.40 3.60 3.80
m/z 42.00 32.60%
29
5000
86
, 15 ‘ .
s A SN S S WL S B B SRR BRRSENAARE AR
m/z--> 0 20 40 60 80 100 120 140 160 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100520\
Data File : VX018781.D

Aca On : 05 Oct 2020 22:09

Operator : JC/SP

Sample = L4240-02 40X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .M
TRACE VOA SOM01.0

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 (DEL) Alkane: Cyclic4.37 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.

4_37 6.39 ug/L 406848 1,4-Difluorobenzene 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. methvl- 84 C6H12 000096-37-7 91
2 Cvclopentane. methvl- 84 C6H12 000096-37-7 86
3 Cvclopentane. methvl- 84 C6H12 000096-37-7 78
4 Cvclohexane 84 C6H12 000110-82-7 72
5 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 64

Abundance Scan 538 (4.367 min): VX018781.D (-529) (-) m/z 56.10 100.00%
56
5000 4l
o & 207 o7 4.00 420 4.40 4.60 4.80
0 m/z 41.00 51.64%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #1494: Cyclopentane, methyl-
56
41
5000 RN SRR LA R
4.00 4.20 4.40 4.60 4.80
27 o m/z 69.00 44 _91%
0 0
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
56
41 400 420 4.40 4.60 4.80
5000 m/z 38.95 28.14%
27 84
o 1 70
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #1491: Cyclopentane, methyl-
56 4.00 4.20 4.40 4.60 4.80
m/z 54.95 26.08%
5000 41
7 ‘ 84
0'|“”|w“J“"WQWL'W“'W“'W“'W“"“"“"“'WH'W““
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 4.00 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100520\
Data File : VX018781.D

Aca On : 05 Oct 2020 22:09

Operator : JC/SP

Sample = L4240-02 40X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 23 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .M
Quant Title : TRACE VOA SOM01.0

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 Benzene, l-ethyl-3-methyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
11.42 0.92 ug/L 68314 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 91
2 Benzene. l1l-ethvl-3-methvl- 120 C9H12 000620-14-4 90
3 Benzene. l1l-ethvl-3-methvl- 120 C9H12 000620-14-4 90
4 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 90
5 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 90

Abundance Scan 1695 (11.421 midr)1):VX018781.D(—1689) ) m/z 105.10 100.00%
105
5000
120
39 51 65 77 91 »07 11.20 11.40 11.60 11.80
0 m/z 120.10 33.19%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9428: Benzene, 1-ethyl-3-methyl-
105
5000
11.20 11.40 11.60 11.80
7 o1 120 m/z 91.10 14.43%
iso7 PSS
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
105
11.20 11.40 11.60 11.80
5000 m/z 77.00 12 _.55%
120
e L S S SIS B WL IR S BULIL L WAL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9423: Benzene, 1-ethyl-3-methyl-
105 11.20 11.40 11.60 11.80
m/z 103.10 9.69%
5000
120
77 91
s e
m/z--> 20 40 60 80 100 120 140 160 180 200 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100520\
Data File : VX018781.D

Aca On : 05 Oct 2020 22:09

Operator : JC/SP

Sample = L4240-02 40X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .M
TRACE VOA SOM01.0

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 Benzene, 1,2,3-trimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.79 0.98 ug/L 73434 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 94
2 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 94
3 Mesitvlene 120 C9H12 000108-67-8 94
4 Mesitvlene 120 C9H12 000108-67-8 91
5 Mesitylene 120 C9H12 000108-67-8 91
Abundance Scan 1756 (11.793 min):VX018781.D(—1751)d)(—) m/z 105.10 100.00%
105
5000 120
7 91
39 51 65 11.40 11.60 11.80 12.00 12.20
O e e et 84 Bl L Tm/z 120.05  43.34%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9418: Benzene, 1,2,3-trimethyl-
105
120
5000
11.40 11.60 11.80 12.00 12.20
77 m/z 77.00 13.93%
o 15 27 B Slgges ' e | |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
105
11.40 11.60 11.80 12.00 12.20
5000 120 m/z 118.90 10.71%
77
ol 15 27 39 51 g4 65 s 7 os | 113
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9402: Mesitylene
105 11.40 11.60 11.80 12.00 12.20
m/z 91.00 10.64%
120
5000
0 27 3\9\ 5\1‘ 58 §§ 7\?\ o L Ll
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 11.40 11.60 11.80 12.00 12.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX100520\
Data File : VX018781.D

Acq On : 05 Oct 2020 22:09

Operator : JC/SP

Sample = L4240-02 40X

Misc : 25.0mL/MSVOA_X/WATER

ALS Vial : 23 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .M
TRACE VOA SOMO01.0

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
(DEL) Alkane: Str... 3.15 4.1 ug/L 262074 1 6.82 318492 5.0
(DEL) Alkane: Str... 3.50 6.3 ug/L 400148 1 6.82 318492 5.0
(DEL) Alkane: Cyc... 4.37 6.4 ug/L 406848 1 6.82 318492 5.0
Benzene, l-ethyl-_.. 11.42 0.9 ug/L 68314 3 12.06 372946 5.0
Benzene, 1,2,3-tr... 11.79 1.0 ug/L 73434 3 12.06 372946 5.0
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